Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.002 Å; R factor = 0.037; wR factor = 0.096; data-to-parameter ratio = 12.1.
In the title compound, C 18 H 16 O 6 , the dimethoxyphenyl ring is rotated by 61.8 (1) from the plane of the benzopyran system. The molecule is stabilized by an intramolecular O-HÁ Á ÁO hydrogen bond.
Related literature
The title compound, along with a terpinoid and six other flavonoids, was isolated from the roots and the aerial parts of Andrographis peniculata Nees (Reddy et al., 2003) , a herb widely distributed in the plains of India and Sri Lanka (Gamble, 1956) . In traditional Indian medicine, the whole plant of A. peniculata is extensively used in the treatment of dyspepsia, dysentery, malaria, respiratory infections and as an antidote for snake bites, see: Kirtikar & Basu (1975) ; Chopra et al. (1980) . Monoclinic, P2 1 =n a = 11.003 (7) Å b = 11.015 (7) Å c = 13.734 (9) Å = 113.159 (10) V = 1530.4 (17) Å 3 Z = 4 Mo K radiation = 0.11 mm À1 T = 295 K 0.69 Â 0.37 Â 0.36 mm Table 1 Hydrogen-bond geometry (Å , ).
Data collection
Data collection: SMART (Bruker, 2001); cell refinement: SAINT (Bruker, 2002); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 1999) ; software used to prepare material for publication: enCIFer (Allen et al., 2004) and PARST (Nardelli, 1995).
MK thanks the University Grants Commission, New Delhi, for financial support as a major project. of dyspepsia, dysentery, malaria, respiratory infections and as an antidote for snake bites (Kirtikar & Basu, 1975; Chopra et al., 1980) . As a part of our ongoing investigation on medicinal plants, we report the structure of the title compound (I) (Fig.1 ).
The benzopyran ring is slightly planar with a maximum deviation from the plane of 0.034 (1) Å. The dihedral angle between the least-squares planes of the phenyl ring and the benzopyran moiety is 61.8 (1)°. The non planarity of the phenolic ring is due to the presence of the steric hindrance caused by 2',6' dioxygenation resulting the decrease in the conjugation of the phenyl ring with the carbonyl group. The absence of conjugation means that there will be more delocalization of π-electrons in C2, C3, C4, and O4 unit. The C2-C1' bond length (1.475 (2)Å) is within the 3σ of the average 4sp 2 -4sp 3 bond distance of 1.48 Å.
Experimental
The shade dried and powdered roots of whole plant of A. paniculata Nees (3 kg) was successively extracted with n-hexane, Me 2 CO and MeOH. The acetone extract on purification over a silica gel column using n-hexane EtoAc step gradients yielded 18 mg of the title compound with a m.p. of 196-198°C and recrystalized by slow evaporation from a hexane solution.
Refinement
All H atoms were placed in calculated positions, with C-H = 0.93Å (aromatic H) or 0.96Å (methyl H) or 0.82Å (oxygen H) and included in the final cycles of refinement using a riding model, with U iso (H) = 1.2Ueq (C-aromatic) or U iso (H) = 1.5U eq for methyl and oxygen atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is ?t relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq O1 0.95634 (9) 0.63933 (8) (7) 0.0187 (7) −0.0003 (7) O4 0.0583 (7) 0.0444 (6) 0.0717 (8) −0.0006 (5) 0.0435 (7) 0.0037 (6) C5 0.0362 (7) 0.0364 (8) 0.0322 (7) 0.0005 (6) (6) 0.0188 (7) −0.0038 (7) O6 0.0579 (7) 0.0495 (7) 0.0795 (8) 0.0053 (6) 0.0474 (7) 0.0004 (6) C7 0.0447 (9) 0.0378 (8) 0.0496 (9) 0.0081 (7) 0.0200 (7) −0.0040 (7) C8 0.0442 (8) 0.0336 (8) 0.0394 (8) 0.0001 (7) 0.0127 (7) −0.0025 (7) O8 0.0639 (8) 0.0317 (6) 0.0708 (8) 0.0032 (5) 0.0323 (7) 0.0043 (5) C9 0.0387 (8) 0.0360 (8) 0.0395 (8) −0.0017 (6) 0.0172 (7) −0.0011 (6) C5A 0.0340 (7) 0.0334 (7) 0.0317 (7) 0.0024 (6) 
